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Figure S1. Diffusion path and rate limiting barrier Eq of (a) Cu;", (b) Ag;, (c) Au;" and (d) Pd’.
The local structures around the impurity at its metastable sites and transition state sites along the
diffusion path are given in the inset. The corresponding orientations of the structures are
provided by the coordinate axis labeled with each case.
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Figure S2. Diffusion path and rate limiting barrier Eq4 of (3) Cr’*, (b) Mo, and (c) W’*. The
local structures around the impurity at its metastable sites and transition state sites along the
diffusion path are given in the inset. The corresponding orientations of the structures are
provided by the coordinate axis labeled with each case.
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Figure S3. Diffusion path and rate limiting barrier Eq of () Mo’ and (b) W>". The local

structures around the impurity at its metastable sites and transition state sites along the diffusion
path are given in the inset. The corresponding orientations of the structures are provided by the
coordinate axis labeled with each case.
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Figure S4. Diffusion path and rate limiting barrier E4 of (8) Ni’* and (b) Pd**. The local

structures around the impurity at its metastable sites and transition state sites along the diffusion

path are given in the inset. The corresponding orientations of the structures are provided by the
coordinate axis labeled with each case.
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Figure S5. Diffusion path and rate limiting barrier Eq of () Ni.", (b) Pd;", and (c) Co, . The
local structures around the impurity at its metastable sites and transition state sites along the
diffusion path are given in the inset. The corresponding orientations of the structures are
provided by the coordinate axis labeled with each case.
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Figure S6. Structures of (a) Au,,, (b) Aud,, (c) Au},, (d) Agy,,and Cug, . The numbers (in A)

give the interatomic distances.



